Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.054; wR factor = 0.160; data-to-parameter ratio = 15.5.
In the title compound, C 19 H 20 N 2 O 3 , the cyclohexanone ring adopts a chair conformation with the aminomethyl group is positioned equatorially. An intramolecular N-HÁ Á ÁO hydrogen bond occurs. In the crystal, molecules are linked by N-HÁ Á ÁO hydrogen bonds.
Related literature
For the synthesis of the title compound and related compounds, see: Eftekhari-Sis et al. (2012a,b) . For the biological activity of -amino ketones, see: Arend et al. (1998) . For the anti-inflammatory and antimicrobial activity of -amino ketones, see: Jadhav et al. Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 .
Data collection: X-AREA (Stoe & Cie, 2002); cell refinement: X-AREA; data reduction: X-RED32 (Stoe & Cie, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2-8); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare material for publication: WinGX (Farrugia, 2012). supplementary materials Acta Cryst. (2012) . E68, o2829 [doi:10.1107/S1600536812036859]
2-[(Anilino)(2-nitrophenyl)methyl]cyclohexanone
Bagher Eftekhari-Sis, Sahar Mohajer and Orhan Büyükgüngör Comment β-amino ketones are widely found in natural and un-natural products, which exhibit anti-inflammatory (Jadhav et al., 2008) and antimicrobial (Kalluraya et al., 2001) activities. Mannich reaction (Eftekhari-Sis et al., 2006; Samet et al., 2009; Azizi et al., 2006; Cordova, 2004 ) is one of the most important basic reactions in organic chemistry for its use in synthesis of β-Amino ketones. We have synthesized the title compound and report its structure here, Fig 1. The cyclohexanone ring adopts chair conformation, and aminomethyl moiety is positioned equatorially on ring at C1.
Experimental
The title compound was obtained by adding of 0.04 g of Laponite-HMPC nano composite (Eftekhari-Sis et al., 2012a,b) to a mixture of 0.5 mmol of 2-nitrobenzaldehyde, 0.5 mmol of aniline and 3 equiv. of cyclohexanone and stirring at room temperature for 24 h. After completion of the reaction, 5 ml EtOH was added and catalyst was removed by filtration, and filtrate was concentrated under reduced pressure. The obtained crud product was recrystallized from EtOH to afford title compound in 62% yield. Colorless crystals suitable for crystal structure determination were grown from EtOH.
Refinement
Carbon bound H atoms were positioned geometrically, with C-H=0.93, 0.97, and 0.98 Å for aromatic, methylene and methine H, and constrained to ride on their parent atoms, with U iso (H) = 1.2Ueq(C). The nitrogen H atoms were located from the difference Fourier map allowed to refine freely. The structure of title compound, showing 35% probability displacement ellipsoids and the atom numbering scheme.
Computing details
Intramolecular hydrogen bond are shown as dashed lines.
Figure 2
The stabilization of molecules in the crystal by inter-and intramolecular N-H···O hydrogen bonds and C-H···O interactions. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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